The title compound, C 9 H 8 N + ÁC 6 H 2 N 3 O 9 S, À forms a simple dimer structure through a single N + -HÁ Á ÁO hydrogen bond involving a sulfonate O atom of the cation. Some cationcation -interactions are also present.
Comment
Quinoline (pK a = 4.8) can be readily protonated by sulfonic acids as well as by many carboxylic acids. The single N + -H donor group of the resultant quinolinium cation is not a particularly efficient one for molecular assembly via hydrogen bonding. However, cation-cation or cation-anion -associations together with aromatic C-HÁ Á ÁO interactions are often present in the structures of quinolinium compounds with aromatic carboxylic acids that give stable crystalline materials, e.g. in the anhydrous salt with 3,5-dinitrosalicylic acid (Smith et al., 2006) . With aromatic sulfonic acids, the presence of the additional O acceptor atom of the sulfonate group usually results in the incorporation of donor-rich solvent molecules such as water in the crystal structure, e.g. quinolinium 5-sulfosalicylate trihydrate (Smith et al., 2004) . Therefore, the formation of the title compound, (I), from the 1:1 stoichiometric reaction of quinoline with picrylsulfonic acid in 50% propan-2-ol-water was unusual and its structure is reported here.
In compound (I) (Fig. 1) , the quinolinium H atom has a single interaction with a sulfonate-O acceptor of the anion [N11-H11Á Á ÁO1B i = 2.725 (3) Å and N-HÁ Á ÁO = 162 (2) ; symmetry code: (i) Àx + 1, Ày, Àz + 1], giving a simple hydrogen-bonded heterodimer. The quinolinium cations form stacks through alternating inversion-related molecules in the unit cell ( The ortho-related nitro groups of the picrylsulfonate anions are significantly rotated out of the plane of the benzene ring [torsion angles C1-C2-N2-O2A = À61.6 (3) and C1-C6-N6-O6B = 61.6 (3) ] compared with the essentially coplanar para-related
].
Experimental
The title compound was synthesized by heating together 2,4,6-trinitrobenzenesulfonic acid (picrylsulfonic acid) (1 mmol) and quinoline (1 mmol) in 50% propan-2-ol-water (50 ml) under reflux for 10 min. After concentration to ca 30 ml, partial room-temperature evaporation of the hot-filtered solution gave yellow crystal plates (m.p. 532.7-533.9 K).
Crystal data The asymmetric unit of (I). Displacement ellipsoids are drawn at the 30% probability level. electronic reprint
